Hexachlorodicuprate, 3-Diethylamino-5-phenyl-1,2,4-dithiazolium Salt, Low Temperature Crystal Structure, Thermochromism
Introduction
Some years ago we published the synthesis and crystal structure determination at room temperature of the title compound [11. It is a coordination com pound which shows reversible thermochromism: above 210 K it is brown, below 210 K gold yellow.
The change in colour of this kind of com pounds is often associated with temperature depen dent changes in the coordination geometry of the cromophore [2, 3] . For this reason it seemed to us interesting to try to solve the structure at low temperature.
Results and Discussion
The comparison of the crystal structures at room temperature and at 120 K reveals a difference in 6, the value of the Cl(3)-Cu(l)-Cl(2) angle [4] : At room temperature 9 = 146.5 (1)° [1] , at 120 K 9 = 143.29(6)°, indicating a deformation of the tetrahedral environment of the copper atom.
Using the expression v (max) = 144.59 -9784 cm-1 [5] the difference between the absorption maximum of the ligand field spectrum at the two temperatures : This difference can explain the change of the colour of the compound (brown -yellow). Our re sults thus confirm that the thermochromism in this kind of coordination compounds can be attributed to the changes in the coordination geometry of the metal ion. CU ( 
Crystal structure
Cell parameters and the orientation matrix were determined from 25 reflections. Three standard re flections were measured after each 150 reflections; no loss in intensity was detected [9, 10] .
The hydrogen atoms bonded to C were placed geometrically (C-H distance 1.00 A) and were treated as riding atoms with a fixed temperature factor (U(iso) = 0.08). Full-matrix least-squares re finement with anisotropic temperature factors for all non-hydrogen atoms was used [7] . Empirical (J^-scan) absorption correction was applied using three reflections [11] .
The shortest distances between the anion and the cation are Cl(l)-• S(l) and Cl(l> • -S(2) [3.227 A and 3.291 A, respectively].
The highest peak of the residual electron density map located 0.999 A apart from Cu (1) is somewhat high (1.95 e/A3), but the remainder is regular (with the 2nd peak at 0.94 e/A3).
